Abstract
Discussion
The metal complexes of synthetic macrocyclic ligands have attracted considerable attention due to their distinctive coordination and biological significance. The extreme kinetic inertness and very high thermodynamic stability of tetra-amine macrocyclic ligand complexes are of particular stereochemical interest. Copper(II) derivatives [2] [3] [4] of tetraazamacrocycles obviously serve as model compounds for such important biologically active molecules as Cu2Zn2SOD. Earlier studies [5] reported the crystal structure of [Cu(teta)(C10 4 ) 2 ] , in which the Cu(II) atom has an elongated octahedral coordination geometry ("tet a" is weso-5,5,7,12,12, l4-hexamethyl-l,4,8,ll-tetraazacyclotetradecane). However, the Preparation and crystal structure of [(tet a)Cu] complexes with SCN anions was not reported before. There are two kinds of coordination geometry about copper. The minor conformer is a centrosymmetric square plane with four nitrogen atoms from (tet a) forming the coordination plane. The separations of Cu-Sll' (4.199(6) Â) and Cul-Nll' (3.252(6) Â) are too long to be considered as coordinate bonds. The major conformer is a centrosymmetric elongated octahedron with four nitrogen atoms from (tet a) forming the equatorial plane and two nitrogen atom from thiocyanates situated at the axial positions forming a trans conformation. The structure greatly minimizes the steric effects brought about the substrate thiocyanate anions. SII or SI 1A (of the thiocyanates) is 4.596(4) A under or above the plane and the distance between Cu and NI 1 is 2.590(4) A, which is shorter than the Cu-N(CS) bond length (2.674(6) À) in the structure of [(l,2-ethylenediamine)2Cu(NCS)]Br [6] , Only one red component was obtained for the title complex whether in water or in anhydrous solvents, which is different from the relative Perchlorate, [Cu(tet a)(C104)2], from which two components, the red and the blue compounds, were isolated [5] . 
